
  首页  |  期刊介绍  |  编 委 会  |  期刊订阅  |  投稿指南  |  获奖情况  |  数据库收录  |  历史名人  |  联系我们

云南大学学报(自然科学版)   2008, Vol. 30  Issue (4): 376-380    DOI: 

物理学 最新目录 | 下期目录 | 过刊浏览 | 高级检索  Previous Articles  |  Next Articles  

CH2(X
3B1)分子的结构与解析势能函数

吕兵1,2, 杨向东2

1. 贵州师范大学, 理学院, 贵州, 贵阳, 550001; 
2. 四川大学, 原子与分子物理研究所, 四川, 成都, 610065

Structure and analytic potential energy function of the molecule CH2

LÜ Bing1,2, YANG Xiang-dong2

1. School of Science, Guizhou Normal University, Guiyang 550001, China;
2. Institute of Atomic and Molecular Physics, Sichuan University, Chengdu 610065, China

● 摘要  

● 参考文献  

● 相关文章  

  

 全文: PDF (340 KB)   HTML ( KB)   输出: BibTeX | EndNote (RIS)      背景资料 

摘要 运用密度泛函理论(DFT)的B3LYP方法在6-311++G**水平上,对基态CH2
分子的结构进行了优化计算,得到CH2

分子的稳定结

构为C2v构型,电子态为X3B1,平衡核间距RCH=0.1072nm、离解能De=8.034eV,用多体项展式理论推导了基态CH2分子的解析势能

函数,其等值势能图准确再现了基态CH2分子的结构特征及其势阱深度与位置.
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Abstract： The density function(B3LYP) method has been used to optimize the possible ground-state structures 

of CH2 molecule.The results show that the ground state of CH2 molecule has C2v symmetry and is in the X3B1 
state.The parameters of structure are RCH=0.1072 nm,De=8.034 eV,respectively.The potential energy function 

of CH2 has been derived from the many-body expansion theory.The potential energy function describes correctly 

the configuration and the dissociation energy of the ground-state CH2 molecule. 
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